(1) 1 (Acrylonitrile)
------------------------------------------------------------------------------------------------------------Atomic Coordinates (Angstroms)
Number X Y Z 
-----------------------------------------------------------------------------------------------------------

.365393 ---------------------------------------------------------------------------------------------------------------
CASSCF(12,11)/6-311G(d,p) = -169.974955478 MP2(12,11)/6-311++G(3df,3pd)//CASSCF(12,11)/6-311G(d,p) = -169.9951085 (2) FC CASSCF(12,11)/6-311G(d,p) = -169.6845266 MP2(12,11)/6-311++G(3df,3pd)//CASSCF(12,11)/6-311G(d,p) = -169.7200179 (3) S1/S0-CI
------------------------------------------------------------------------------------------------------------
Atomic
. Coordinates (Angstroms) Number X Y Z 
------------------------------------------------------------------------------------------------------------
CASSCF(12,11)/6-311G(d,p) = -169.7010426 MP2(12,11)/6-311++G(3df,3pd)//CASSCF(12,11)/6-311G(d,p) = -169.7311529 
0.000000 0.000000 0.000000 6 0.000000 0.000000 1.055679 6 0.000000 0.000000 2.273363 1 0.000000 0.000000
0.000000 0.000000 0.000000 6 0.000000 0.000000 1.057614 7 0.000000 0.000000 -------------------------------------------------------------------------------------------------------- 
.000000 ------------------------------------------------------------------------------------------------------------
CASSCF(12,11)/6-311G(d,p) = -169.9225599 MP2(12,11)/6-311++G(3df,3pd)//CASSCF(12,11)/6-311G(d,p)= -169.9455159 (10) TS3
------------------------------------------------------------------------------------------------------------
Atomic
------------------------------------------------------------------------------------------------------------
------------------------------------------------------------------------------------------------------------CASSCF(12,11)/6-311G(d,p) = -169.7754481
S-5 MP2(12,11)/6-311++G(3df,3pd)//CASSCF(12,11)/6-311G(d,p)= -169.7984015
(11) HCC(CN) + H2 ------------------------------------------------------------------------------------------------------------
Atomic
. 
------------------------------------------------------------------------------------------------------------
Atomic
.
-----------------------------------------------------------------------------------------------------------
1 0.000000 0.000000 0.000000 6 0.000000 0.000000 1.055679 6 0.000000 0.000000 2.273363 1 0.000000 0.000000
0.000000 0.000000 0.000000 7 0.000000 0.000000 0.983676 6 0.000000 0.000000 
0.000000 0.000000 0.000000 1 0.000000 0.000000 0. 755697  -------------------------------------------------------------------------------------------------------- 
----------------------------------------------------------------------------------------------------------
------------------------------------------------------------------------------------------------------------
